LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107548.D

Aca On 21 Jul 2018 2:16

Operator : JU/SJ

Sample : J3828-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.195 482 486 499 rBV 479300 540330 14.73% 1.413%
2 5.601 551 555 581 rBY 2260305 3428033 93.44% 8.965%
3 6.601 721 725 745 rBVY 2511817 3563162 97.13% 9.319%
4 6.742 746 749 773 rVB 3149061 3668624 100.00% 9.595%
5 6.972 785 788 811 rVB 1578921 1930416 52.62% 5.049%
6 7.131 811 815 830 rBVY 2501291 2767954 75.45% 7.239%
7 7.537 880 884 905 rBY 1744424 2170194 59.16% 5.676%
8 8.260 1003 1007 1025 rBvV 2032968 2366646 64.51% 6.190%
9 9.331 1185 1189 1198 rBV 3690893 3431496 93.54% 8.974%
10 9.719 1252 1255 1263 rVB 260635 289196 7.88% 0.756%
11 9.925 1287 1290 1295 rBvV2 40019 40686 1.11% 0.106%
12 10.019 1302 1306 1315 rBVY 1996164 2032581 55.40% 5.316%
13 10.425 1372 1375 1381 rVB 53867 52972 1.44% 0.139%

14 10.807 1436 1440 1450 rBV 1782223 1910581 52.08% 4._.997%
15 10.913 1453 1458 1462 rVV3 79520 134414 3.66% 0.352%

16 11.348 1530 1532 1535 rBV 67406 68342 1.86% 0.179%
17 11.383 1535 1538 1540 rvv2 61492 59923 1.63% 0.157%
18 11.513 1556 1560 1568 rBV 1972652 2024302 55.18% 5.294%
19 11.777 1603 1605 1608 rBV 67219 52328 1.43% 0.137%
20 11.883 1620 1623 1625 rBV 94406 83876 2.29% 0.219%

21 12.019 1643 1646 1654 rBV3 272019 377961 10.30% 0.988%
22 12.571 1737 1740 1742 rBV3 308431 309474 8.44% 0.809%
23 12.724 1764 1766 1770 rBV 105729 129601 3.53% 0.339%
24 13.095 1825 1829 1834 rVB 3271248 2880934 78.53% 7.535%
25 13.977 1977 1979 1983 rVB 467231 429536 11.71% 1.123%

26 14.160 2007 2010 2014 rBV 1949379 1802475 49.13% 4.714%
27 15.701 2268 2272 2277 rVB2 1168839 1690034 46.07% 4._.420%

Sum of corrected areas: 38236071
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107548.D

Aca On 21 Jul 2018 2:16

Operator : JU/SJ

Sample : J3828-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107548.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107548.D

Aca On 21 Jul 2018 2:16

Operator : JU/SJ

Sample : J3828-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.20 5.60 ng 540330 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 487 (5.201 min): BF107548.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SN SRR SRS AR
4.80 5.00 5.20 5.40 5.60
Ob e 810l 600 830 | 759 60 59.81%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.80 500 520 5.40 5.60
m/z 58.00 17.27%
0 N | 830 9307%1
L I IULLILS SIS UL SURELILS SURILL IV IULLI S SR I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
4.80 5.00 5.20 5.40 5.60
5000 m/z 101.00 15.96%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 7.91%
5000 41.0
31.0
69.0 870
ol 150 M ARRREECIH 98.0
mz> 10 20 %0 40 50 60 70 80 90 100 110 | 450 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107548.D

Aca On 21 Jul 2018 2:16

Operator : JU/SJ

Sample : J3828-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.74 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.74 38.01 ng 3668620 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF107548.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0
40.0 540 | 6.40 6.60 6.80 7.00
o..,....,....,...'.l'!...,:!..,::.-.|..l:.f?f‘.?,..'..,.’fﬂ?,o....,....,'...,.. m/z 68.00 40.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
6.40 6.60 6.80 7.00
33.0 44.0 0.0 105.0 m/z 133.95 33.02%
0"I”"P"W'L”I'L“Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.59%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.40%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107548.D

Aca On 21 Jul 2018 2:16

Operator : JU/SJ

Sample : J3828-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.02 3.73 ng 377961 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Heptadecanoic acid 270 C17H3402 000506-12-7 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1646 (12.019 min): BF107548.D (-1643) (-) m/z 57.00 100.00%
51,0
5000 129.1
83.1
Jﬂ M1 160 1 s 150 1200 1520 1240
227.1 . . . . .
o35 i % 2812 "w/z 43.00 95.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LS B BULR BRI B
83.0 nmnmnmnm
J' 1570 1ge 2130 2560 m/z 59.95 93.58%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 730
270.0 11.80 12.00 12.20 12.40
5000 m/z 73.00 89.81%
129.0
97.0 1710 227.0
0 150.0 199.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

11.80 12.00 12.20 12.40
m/z 55.00 76.70%

5000

241.0 284.0

207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107548.D

Aca On 21 Jul 2018 2:16

Operator : JU/SJ

Sample : J3828-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 9,12-Octadecadienoic acid (... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.57 3.06 ng 309474 Phenanthrene-d10 11.51

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 93
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 87
3 n-Propvl 9.12-octadecadienoate 322 C21H3802 1000336-77-8 76
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 76
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 70

Abundance Scan 1740 (12.571 min): BF107548.D (-1737) (-) m/z 81.10 100.00%

e

2121 262.2 995 o 383.2 1220 12,40 12.60 12.80
ol 3463 383. m/z 67.00 99.32%

m/z--> 50 100 150 200 250 300 350
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

5000 R ma T Rt

5000

150.1179.1

96.0 12.20 1240 12.60 12.80
29.0 m/z 55.00 86.61%
‘ H 150.0 2200 2630 294.0
N ‘ M\MM J\\M\W\h‘@790| N G W
m/z--> 100 150 200 250 300 350
Abundance
67.0
T
12.20 12.40 12.60 12.80
5000 96.0 m/z 41.00 74 ._.70%
290 263 0294.0
) 1360 1780 2000 -
m/z--> 50 100 150 200 250 300 350
Abundance #162978: n-Propyl 9,12-octadecadienoate B B
81.0 12.20 12.40 12.60 12.80
m/z 95.10 61.11%
5000

\ " L I |

m/z--> 50 100 150 200 250 300 350 12 20 12. 40 12 60 12. 80

. 263.0
| [TLpgome mme | s
j1 m “\ b \
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107548.D

Aca On 21 Jul 2018 2:16

Operator : JU/SJ

Sample : J3828-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Tetratriacontyl pentafluoro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.98 4.77 ng 429536 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
2 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
3 Tetracosvl trifluoroacetate 450 C26H49F302 1000351-76-4 91
4 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 91
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
Abundance Scan 1979 (13.977 min): BF107548.D (-1977) (-) m/z 57.00 100.00%
57.0
5000
f“ 1550 1380 1400 1420
230.1 . . . :
ob kbl by 2672 2002700 sa65  aze2 s 60 59 18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242008: Tetratriacontyl pentafluoropropionate
57.0
5000 RN AR SN B B
111.0 13.60 13.80 14.00 14.20
m/z 71.10 49_.92%
o H ‘\ 1 \“\1670 222.0 278.0 334.0 390.0  476.0 622.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
13.60 13.80 14.00 14.20
m/ 55.00 41 .36%
- I WG
0 167.0 222 0 278 0 334.0 390.0 448.0495.0 594.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #227109: Tetracosy! trifluoroacetate R ma e AR
57.0 13.60 13.80 14.00 14.20

m/z 69.05 33.83%

5000 111.0 NANN&uvaW”*/A“”AM/MMJMMNWV

l £167 02220 308 0 381 0432 0

Okt A A e e e e S

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13. 60 13 80 14. 00 14.20

8270-BF072018.M Mon Jul 23 13:53:46 2018 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072018\
Data File : BF107548.D

Acq On 21 Jul 2018 2:16

Operator : JU/SJ

Sample - J3828-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.20 5.6 ng 540330 1 6.97 1930420 20.0
unknown6 .74 6.74 38.0 ng 3668620 1 6.97 1930420 20.0
n-Hexadecanoic acid 12.02 3.7 ng 377961 4 11.51 2024300 20.0
9,12-Octadecadien... 12.57 3.1 ng 309474 4 11.51 2024300 20.0
Tetratriacontyl p... 13.98 4.8 ng 429536 5 14.16 1802480 20.0
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